Single-crystal X-ray study T = 295 K Mean (C-C) = 0.008 Å R factor = 0.048 wR factor = 0.160 Data-to-parameter ratio = 8.8
The crystal structure of the title compound, C 15 H 19 NO 3 , shows that the overall molecular conformation, which is approximately planar, is stabilized by intermolecular N-HÁ Á ÁO hydrogen-bonding interactions.
Comment
We have recently demonstrated the cross-metathesis reaction of derivatized amino acids to generate dynamic combinatorial libraries (Poulsen & Bornaghi, 2006) using the Grubbs carbene ruthenium complex as catalyst (Grubbs & Chang, 1998 . This dynamic combinatorial library was targeted towards the enzyme carbonic anhydrase II, and proved a useful way to generate and identify potent enzyme inhibitors. As part of this investigation, we synthesized a range of Nsubstituted amino acids as library building blocks (Poulsen et al., 2003; Bornaghi et al., 2004) . In the present communication, we report the structure of one of these building blocks, Ncinnamoyl-l-valine methyl ester, (2).
The molecular structure of (2) is shown in Fig. 1 . The bond lengths and angles for (2) are in accord with conventional values (Allen et al., 1987) . The cinnamoylmethyl ester portion of the molecule is approximately planar, with torsion angles C6-C1-C7-C8 = À21.0 (7)
, C7-C8-C9-O1 = À16.4 (7)
, C10-N1-C9-O1 = 2.3 (8) and N1-C10-C14-O2 = À12. 4 (6) . The isopropyl group lies above this plane. The crystal structure is stabilized by intermolecular N-HÁ Á ÁO interactions (Fig. 2) , together with a number of weaker intra-and intermolecular C-HÁ Á ÁO interactions (Table 1) .
Experimental
Triethylamine (5.41 g, 53 mmol) was added dropwise to a solution of l-valine methyl ester hydrochloride, (1) (1 g, 5.96 mmol), and cinnamoyl chloride (994 mg, 5.96 mmol) in anhydrous dichloromethane (100 ml). The reaction mixture was stirred at room temperature (298 K) for 3 d before being washed with 2 M HCl (2 Â 100 ml) and saturated brine solution (100 ml), then dried over MgSO 4 . The volatiles were removed under reduced pressure to give a clear solid residue (1.9 g). The title compound, (2), was obtained in 94% yield after crystallization using a 1:4 mixture of ethyl acetate and hexane. Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes:
The carbon-bound H atoms were constrained as riding atoms, with C-H = 0.94-0.96 Å . U iso (H) values were set at 1.2U eq of the parent atom. In the absence of significant anomalous scattering effects, 102 Friedel pairs were merged. The absolute configuration of (2) The molecular structure of (2), showing the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Special details Experimental. The scan width was (1.84 + 0.30tanθ)° with an ω scan speed of 32° per minute (up to 5 scans to achieve I/σ(I) > 10). Stationary background counts were recorded at each end of the scan, and the scan time:background time ratio was 2:1. Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles 
